The experimental results showed that the molecule of n-propyle alcohol possesses a frans-configuration*. In this paper further theoretical models are calculated for this configuration. The atomic distances considered for the calculation are given in the following All these 27 models have the following common values:
A second group of 27 models were calculated with the same param eters mentioned above. They differ only from the above 27 models in the value of the angle C3OH being 102° 2 instead of 105° 56'.
A third group of 27 models were also calculated with the param eters given in 1. c. 1 but differ from them in the value of the angle C3OH being 102° instead of 105° 56'.
Results and Discussion
The theoretical X-values were obtained for each of the above mentioned models. The value of Q l was calcu lated for each model. These values were found to lie between 31 and 107. The best model with @ = 31 is to be considered. This model has the following values for the atomic distances and angles of valency: C1C2 = 1.55 Ä, C2C3 = 1.55 Ä, C30 = 1.40 Ä, CH = 1.09 Ä, OH = 0.937 Ä. < C1C2C3 = < HCH = 109° 28' 16", < C3OH = 105° 56'.
It has been found that the theoretical models with the <CC3OH = 102° have in general (^-values higher than their corresponding ones with an angle C3OH = 105° 56'. Therefore the value 105° 56' for the angle C3OH is more probable. The deviation of this value from that given by S m y th may be due to the fact that the periods which depend on the angle C3OH in the case of n-Propyle Alcohol form only 3.9% of the con sidered scattering power of the molecule 1.
It is probable in case of other molecules whose periods depending on the angle C3OH form a greater percentage of the scattering power that the value for the angle C3OH agrees with that obtained by S m y th .
To obtain more accurate values for the atomic dis tances and angles of valency, other theoretical models with variable parameters for CH, OH and the angle C3OH must be calculated. Also other molecules similar to that of n-Propyle Alcohol but with more periods depending on the angle C3OH must be investigated.
The calculation of the theoretical scattering curves are carried out using the IBM 1620 computer. Our deep thanks are owed to Prof. Dr. S. H a m e d , director of the "Operation Research Centre", and his co-workers for the facilities pro vided during this work.
